To further testify the reliability of the B3LYP functional, the M06 function within the framework of density functional theory has been employed to investigate the reaction of the tetrachloro-o-benzoquinone level. So, both levels suggest that the reaction between o-TCBQ and neutral N-methyl benzohydroxamic acid is difficult to take place under mild conditions. Therefore, the relevant discussions will be mainly focused on the reaction of o-TCBQ with the anion of the N-MeBHA in this study. Moreover, considering the balance between the computational cost and accuracy, the B3LYP/6-311++G(d,p) level has been employed in this study. Actually, the relevant calculations at the M06/6-311++G(d,p) level are beyond our best computational ability if more water molecules are considered.
. The IRC calculations on the basis of the optimized transition states at the B3LYP/6-311++G(d,p) level. Cartesian coordinates of all the species mentioned in this study N-MeBHA N- 
